Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.010 Å; R factor = 0.060; wR factor = 0.153; data-to-parameter ratio = 14.4. organic compounds o1884 Yin et al.
In the title compound, C 8 H 6 BrN 3 S, the thiadiazole ring is oriented at a dihedral angle of 48.35 (3) with respect to the bromophenyl ring. In the crystal structure, intermolecular N-HÁ Á ÁN hydrogen bonds link the molecules.
Related literature
For related literature, see: Nakagawa et al. (1996) ; Omar et al. (1986) ; Wang et al. (1999) . For bond-length data, see: Allen et al. (1987) . Mo K radiation = 4.54 mm À1 T = 298 (2) K 0.30 Â 0.10 Â 0.10 mm
Experimental

Crystal data
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.343, T max = 0.659 1832 measured reflections 1694 independent reflections 972 reflections with I > 2(I) R int = 0.034 3 standard reflections frequency: 120 min intensity decay: none Refinement R[F 2 > 2(F 2 )] = 0.060 wR(F 2 ) = 0.153 S = 0.97 1694 reflections 118 parameters H-atom parameters constrained Á max = 0.41 e Å À3 Á min = À0.57 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CAD-4 Software (Enraf-Nonius, 1989); cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. (Nakagawa et al., 1996) . These compounds are known to exhibit diverse biological effects, such as insecticidal and fungicidal activities (Wang et al., 1999) . It can also be widely used in the field of medicine, such as anti-cancer drugs (Omar et al., 1986) .
5-(2-Bromophenyl
In the molecule of the title compound, (Fig. 1) , the bond lengths (Allen et al., 1987) and angles are generally within normal ranges. Rings A (C1-C6) and B (S/N1/N2/C7/C8) are, of course, planar, and they are oriented at a dihedral angle of 48.35 (3)°.
In the crystal structure, intermolecular N-H···N hydrogen bonds (Table 1) link the molecules (Fig. 2 ), in which they may be effective in the stabilization of the structure.
Experimental
For the preparation of the title compound, 2-bromobenzoic acid (5 mmol) and thiosemicarbazide (5 mmol) were added in toluene (50 ml), which is heated under reflux for 4 h. The reaction mixture was left to cool to room temperature, poured into ice water, filtered, and the filter cake was crystallized from acetone to give title compound (m.p. 486-487 K). Crystals suitable for X-ray analysis were obtained by slow evaporation of an acetone solution.
Refinement H atoms were positioned geometrically, with N-H = 0.86 Å (for NH 2 ) and C-H = 0.93 Å for aromatic H, respectively, and constrained to ride on their parent atoms with U iso (H) = 1.2U eq (C,N). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, °)
Br-C5 1.901 (7) C3-H3 0.9300 N1-N2 1.383 (7) C4-C5 1.383 (9) N3-H3A 0.8600 C4-H4 0.9300 N3-H3B 0.8600 C5-C6 1.365 (8) C1-C2 1.377 (9) C6-C7 1.498 (8) C1-C6 1.384 (8) C7-N1 1.278 (7) C1-H1 0.9300 C7-S 1.742 (6) C2-C3 1.373 (10) C8-N2 1.302 (7) C2-H2 0.9300 C8-N3 1.325 (7) C3-C4 1.365 (11) C8-S 1.752 (6) supplementary materials sup-5 C2-C1-C6-C7 −177.8 (6) N2-C8-S-C7 0.1 (5) C5-C6-C7-N1 136.1 (7) N3-C8-S-C7 179.6 (5)
Hydrogen-bond geometry (Å, °) 
